Helices, β-strands and turns are represented by coils, arrows and 'T's, respectively. Conserved residues are highlighted with a red background, and residues with similar chemical properties are colored red. Sequence alignment was performed using ClustalW 2 . The black frame indicates amino acids in active site that form hydrogen bonds with a biotin (Gly434; Ala435). Blue frame indicates amino acid that is directly responsible for the active site substrate specificity (Cys437). Green frame indicates amino acids in active site that form hydrogen bonds with acyl carbonyl group (Gly193-194). Black triangles indicate amino acids that form a biotin binding pocket in active site. Orange triangles indicate amino acids that bind coenzyme A. Green triangles indicate amino acids that contribute to substrate binding. (Rv3280) monomer structure, chain A (PDB entry 2a7s) 1 . B) Ribbon diagram of the MSMEG_1813 (AccD5Msm) structure deduced using Phyre 3 . The positions of 98% of the amino acid residues were modeled with 90% confidence. The positions of 12 amino acid residues were modeled ab initio. C) Sequence-independent structural alignment of AccD5 (Rv3280) (red) and MSMEG_1813 (AccD5Msm) (yellow). Alignment according to the lowest RMSD value was performed using CEAlign of PyMOL™ 1.6.0.0 (The PyMOL™ Molecular Graphics System, Schrödinger, LLC.). D) Structural alignment of AccD5 (Rv3280) and MSMEG_1813 (AccD5Msm) active site with particular emphasis on amino acids responsible for substrate specificity or biotin and substrate binding. The dashed lines indicate the amino acid position in the protein sequence. Table S1 Plasmids used in this study.
